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As an example of closely coupled multiscale modeling we have explored the coupling of 
a region treated atomistically with molecular dynamics (MD) and a surrounding region 
treated as finite element (FE). Comparison will be made between conventional 
handshaking schemes and our proposed absorbing boundary conditions that are based on 
conservation of energy flux. 
 
Further formal development of a correlation function based multiscale coupling based on 
an entropy functional of the pair correlation will be presented. The relationship between 
this correlation based approach and the atomic density functional and phase field crystal 
approaches will be discussed. 
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